Chemical and biochemical structure databases are useful for retrieving information to a wide range of users, ranging from a high school student to a medical research scientist. These databases provide the user with various structure search tools to search and retrive structures and also make relevant structural comparisons. Our database, Klotho, consists of biochemical compounds defined with rules depicting the relations between atoms in the molecules. We have developed methods to recognize a wide variety of structural relationships among molecules. The method exploits these definitions and searches for specific structures in the database using graph similarity algorithms and heuristics about biochemical structure.
